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FIG. 2 



C.3 sp^ carbon 

C.2 sp^ carbon 

C.l sp* carbon 

Car aromatic carbon 

C.cat cationic carbon 

N.3 sp^ nitrogen 

N.2 sp^ nitrogen 

N.l sp* nitrogen 

N.ar aromatic nitrogen 

N.am amide nitrogen 

N.pl3 planar sp^ nitrogen 

N.4 protonated sp^ nitrogen 

0.3 sp^ oxygen 

0.2 sp^ oxygen 

0.C02 oxygen in carboxylate 
and phosphate groups 

S.3 sp^ sulfur 

S.2 sp^ sulfur 

S.O sulfoxide sulfur 

S.02 sulfone sulfur 

P. 3 sp^ phosphorous 



ATOM TYPES 

H 
F 

CL 
BR 
I 



hydrogen 

fluorine 

chlorine 

bromine 

iodine 



Group Types 

NO2 

NO 

CN 

CO 

S02 
so 

OH 



CO 




ft) =■ 



(D 0 

SL SL 
o o 

a 
ft) 

a 
3 

o 
< 

CD 



CD 
CD 

o 

i 
ft) 



3 

ft) 

a 
a 

mmm 
mmm 

Q 
3 

O 

ft) 

o 
3 

CD 
CO 

O 
0 

ft) 



CQ 
O 

c 



^ 0 

O CO 



m 

< 

■■■■ 

O 

3 

(D 
3 



o 



(D 



> 
O 

c 

3 

a 

3 

O 
3 

n" 

fi> 
(D 



Co 



0) 
(/) 

c 

3 00 

a 



Predicted 



00 



N3 



05 



% ■ 










1 




1 




2-nitropr 




■ 


m--m 

■\ * 


■ 

La 


fopane ■ 


J 




3 

■■■■ 

0 

g 


■TV 

■ \ 


■ 




lethane. 


■ 


m \ 



■0 

o 

II 

- fi) 

ro O 
^ -t1 



ro 
II 

o 

■ 

ro 

CO 
Q. 

■ 

m 
"fi 



> 

o 

■■■■ 

a 
o 



• 



Calculated pk. 



o 
o 

(D 
O 



■n 
o 

3 
o 




O CO 
X 

3 o 

« 3 

3 cr 

% 3 



S ^ 

CL 0 



^ a 



o 

— 1-^ 
3. 3. 

3 3 

c/) 2^ 

■ 

fi) 
(0 



■0 

a 



IT =• -3 ^ 



O 
3 



O 
3 




O 

c 



